Source of material 3,5-dimethylpyrazole-1-carboxamide(0.14 g, 1mmol) were dissolved in ethanol (5 ml) and added to the hot solution of CuCl 2 · 2H 2 O(0.17 g, 1mmol) in ethanol (7 ml). Green crystals were obtained after one week.
Experimental details
Chlorine atom Cl6 wasmodeled using two positions (Cl61, Cl62). During isotropic refinement theirpopulation parameters were refined to 0.60 and 0.42, respectively. Inthe subsequent anisotropic refinement partialoccupancies of two Cl6 positions were held at 0.60 and 0.40. Following location of all the atoms of the complex molecule, residualelectron density wasobserved, suggesting the presence of solvent molecules. However, attempts to find asatisfactory structuralmodel failed. There are two solvent-accessible voids per unit cell. The solvent-accessible region wasestimated with PLATON [1] to avolume of 538 Å 3 and corresponds to 101 electrons per unit cell, which is close to the required values for two ethanol molecules. The SQUEEZEfunction [1] wasused to find unassigned electron densitypeaks in these two regions and to produce acorrected dataset for which the residualelectron density is eliminatedfrom the voids. This new datasetwasused in subsequent refinements.
Discussion
Complexes of the type Cu 4 O X 6 L 4 (where X is ClorBr, and L is Cl, Bro rl igands containing N,Oor Pdonors), have been widely studied due to their interesting magnetic properties [2, 3] . (3) 2 i − 0.0278(1) 0.20360 (9) 0.66376 (7) 0.0292 (7) 0.0486(9) 0.0325 (7 
